Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.050; wR factor = 0.158; data-to-parameter ratio = 15.5.
The title sesquiterpene [systematic name: 6-methoxy-10-methyl-7-(propan-2-yl)-2-oxatricyclo[6.3.1.0 4, 12 ]dodeca-1(11),-4,6,8(12),9-pentaen-5-ol], C 16 H 18 O 3 , was isolated from pathogen-infected stele tissue of Gossypium barbadense. There are two molecules in the asymmetric unit and the dihedral angle between their naphthofuran systems is 86.48 (2) . In the crystal, O-HÁ Á ÁO hydrogen bonds between the hydroxy groups and etheric O atoms link the molecules into centrosymmetric tetramers. These tetramers are assembled into (010) layers via stacking interactions between the naphthofuran systems [interplanar distance 3.473 (3) Å ] and short C-HÁ Á ÁO contacts.
Related literature
For the isolation and chemical structure determination of related cotton sesquiterpenoid phytoalexins and their intermediates, see: Bell et al. (1975) ; Stipanovic et al. (1975) . For the role of terpenoid aldehydes as phytoalexins (active defense agents) in response to infection by wilt fungi, see: Mace (1978) . For information on the mechanism of action, see: Mace et al. (1995) . For the mechanism of O-methylation of desoxyhemigossypol, see: Liu et al. (2002) . For general information about antimicrobial compounds produced by cotton, see: Bell (1995 Table 1 Hydrogen-bond geometry (Å , ). 
Figure 1
The molecular structure of title compound with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level.
Figure 2
Hydrogen bonded tetramer of the title compound. Atoms with the A label are generated by the symmetry operation 2-x, 1-y, -z. Extinction coefficient: 0.0038 (6)
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. Symmetry codes: (i) −x+2, −y+1, −z; (ii) −x+2, −y+1, −z+1.
